Figure S20
Crystal structure SIGVUB01 (Beckmann et al., 2013) . P: orange; B: pink; C: gray; H:
white. This structure corresponds to the evaluated FLP.
S2. Analysis of the data from CSD for FLPs
The separated distributions of the studied geometrical parameters (φ, dB-P, r, R (Figure 1) ) of both, experimental and evaluated FLPs are given to show similarity in the distribution and to confirm the reliability of the way of choosing the evaluated FLPs. Supporting information, sup-12 literature that they belong to the class of frustrated Lewis pairs, but they are structurally very similar to the documented ones.
Figure S22
The distribution of the distance between phosphorus and boron atoms dB-P (Figure 1 ) of the interacting molecules in the FLPs set. The notation experimental FLPs represents the structures for which there is experimental evidence in the literature that they belong to the class of frustrated Lewis pairs. The notation evaluated FLPs represents the structures for which there is no experimental evidence in the literature that they belong to the class of frustrated Lewis pairs, but they are structurally very similar to the documented ones.
Figure S23
The distribution of the offset distance r (Figure 1 ) of the interacting molecules in the FLPs set. The notation experimental FLPs represents the structures for which there is experimental evidence in the literature that they belong to the class of frustrated Lewis pairs. The notation evaluated FLPs represents the structures for which there is no experimental evidence in the literature that they belong to the class of frustrated Lewis pairs, but they are structurally very similar to the documented ones.
Figure S24
The distribution of the normal distance R (Figure 1 ) of the interacting molecules in the FLPs set. The notation experimental FLPs represents the structures for which there is experimental evidence in the literature that they belong to the class of frustrated Lewis pairs. The notation evaluated FLPs represents the structures for which there is no experimental evidence in the literature that they belong to the class of frustrated Lewis pairs, but they are structurally very similar to the documented ones.
